Supporting Material



RECEPTOR E_ARG_586 NH1 E_ASP_757 OD2 2.677




Table 1: Salt bridging networks within the structural model represented in RECEPTOR.pdb.

In this table, the residue naming scheme is Chain ID _residue name_residue number.



Count Residue A Residue B
4 ARG383 GLU1054
4 ARG556 ASP541
4 ARG1039 ASP544
3 ARGT54 ASP843
3 ARG99 GLU199
3 ARG420 ASP171
2 LYS319 GLU281
2 LYS106 GLU103
2 LYS380 GLU405
2 ARG93 ASP200
2 LYS884 GLU965
2 ARGT54 ASP582
2 LYS252 ASP287
2 ARG396 GLU412
2 LYS613 GLUT1
2 LYS442 GLU105
2 ARGS861 GLU865
2 ARG831 ASP853
2 LYS63 GLU702
2 ARG586 ASPT57
2 ARG216 ASP190
2 ARG239 ASP237
1 LYS718 ASP805
1 ARG1039 GLUb548
1 LYS796 ASP759
1 LYS574 GLU578
1 LYS34 GLU994
1 ARG1041 ASP286
1 LYS899 ASP320
1 ARG240 GLU278
1 LYS558 GLU563
1 LYS381 ASP379
1 ARG432 GLU1054
1 ARG144 GLU174
1 ARG84 GLUS80
1 LYS530 GLU536
1 ARG1039 ASP541
1 LYS976 ASP974
1 ARG692 ASPT725
1 ARG195 GLU191
1 LYS552 GLU546
1 ARG499 ASP496
1 ARG503 GLU745
1 ARG351 ASP253
1 ARG579 ASP577
1 ARG652 ASPT725
1 LYS615 ASP66
1 ARG76 GLU566
1 ARG135 GLU137
1 HIS524 GLU546
1 LYS34 ASP38
1 ARG420 ASP237
1 HIS167 ASP234




Table 2: Counting of side chain salt bridging networks within the structural model represented
in RECEPTOR.pdb. In this table, the residue naming scheme is Chain ID residue

name_residue number.



RECEPTOR.PDB OE2, E.GLU_182 NE1, E.TRP_185 HE1, E_.TRP_185 2.71 1.84 24.46




RECEPTOR.PDB O, E_LLYS_334 N, E_.SER_338 H, E_.SER_338 2.94 1.97 11.65




RECEPTOR.PDB OEl, E_.GLU_536 OG, E_SER_534 HG, E_SER_534 2.51 1.58 10.42
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RECEPTOR.PDB O, E_.LEU_703 N, E_.TRP_708 H, E.TRP_708 2.99 2.02 12.77
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RECEPTOR.PDB O, E_.PHE_978 N, E_VAL_993 H, E_ZVAL_993 2.94 1.96 11.10
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Table 3: The side chain and main chain hydrogen bonding networks within the structural
model represented in RECEPTOR.pdb. In this table, the residue naming scheme is Chain

ID residue name residue number, ZADH represents the angle formed by acceptor (A),

donor (D) and hydrogen (H) (ZADH).
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RECEPTOR.PDB OG, E_SER_890 OG1, E.THR_964 HG1, E.THR_964 2.99 2.05 9.54

Table 4: The side chain hydrogen bonding networks within the structural model represented
in RECEPTOR.pdb. In this table, the residue naming scheme is Chain ID residue
name residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (ZADH).
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